Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.043; wR factor = 0.100; data-to-parameter ratio = 17.5.
The asymmetric unit of the title compound, C 14 H 16 ClNO, contains two independent molecules, both with the cyclohexene ring in a sofa conformation. In the crystal, N-HÁ Á ÁO hydrogen bonds link the molecules related by translation along the a axis into two crystallographically independent chains. Weak C-HÁ Á Á interactions are also observed.
Related literature
For related structures, see: Bertolasi et al. (1998) ; Mehdi et al. (2010) . For general background to enamines as versatile substrates for the preparation of bioactive alkaloids, see: Heller & Natarajan (2006) ; Katritzky et al. (1993) ; Campaigine & Lake (1959) . For bond-length data, see: Allen et al. (1987) . 
Data collection
Oxford Diffraction Xcalibur Sapphire3 diffractometer Absorption correction: multi-scan (CrysAlis RED; Oxford Diffraction, 2010) T min = 0.961, T max = 1.000 19792 measured reflections 5570 independent reflections 4069 reflections with I > 2(I) R int = 0.034 Refinement R[F 2 > 2(F 2 )] = 0.043 wR(F 2 ) = 0.100 S = 1.03 5570 reflections 319 parameters 2 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.15 e Å À3 Á min = À0.21 e Å À3 Absolute structure: Flack (1983) , 2721 Friedel pairs Flack parameter: À0.04 (5) Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the C9A-C14A and C9B-C14B rings, respectively. Data collection: CrysAlis PRO (Oxford Diffraction, 2010); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: PLATON (Spek, 2009 Acta Cryst. (2012) . E68, o1063 [doi:10.1107/S1600536812010495] 3-(4-Chloroanilino)-5,5-dimethylcyclohex-2-en-1-one Sumati Anthal, Ambika Sambyal, R. K. Bamzai, Rajni Kant and Vivek K. Gupta
D-HÁ
Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA N1A-H1AÁ Á ÁO1A i 0.85 (3) 2.02 (3) 2.852 (3) 165 (2) N1B-H1BÁ Á ÁO1B i 0.83 (3) 2.02 (3) 2.833 (3) 165 (2) C7A-H72AÁ Á ÁCg1
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Comment
Enamines are versatile substrates for the preparation of useful bioactive alkaloids, such as pyrazoles (Heller & Natarajan 2006) , quinolines (Katritzky et al.,1993) and carbazoles (Campaigine & Lake 1959) . The compounds are generally prepared by heating aldehydes or ketones with primary amines in presence of strong acids.However, these methods are associated with the limitations of low yield, undesirable side reactions and polymerization. Therefore, there is a need to develop an alternative efficient methodology for the preparation of these compounds, under ambient reaction conditions.Herein, we describe the preparation and XRD studies of the model the title compound from dimedone and pchloroaniline in the presence of triethylammonium trifluoromethanesulfonate and triethylamine at room temperature.
The asymmetric unit of the title compound comprises of two crystallographically independent molecules, A and B, respectively (Fig. 1 ). The geometry of both the asymmetric molecules, A and B, indicates a high degree of similarity in terms of their bond distances and bond angles. A comparison of these parameters with some related structures (Mehdi et al., 2010; Bertolasi et al., 1998) (Allen et al., 1987) and lengthening of the C1=O1 double bond is due to strong intermolecular hydrogen bond between N1 and O1. The dihedral angle between the cyclohexene ring and phenyl ring is 58.2 (1)° (molecule A) and 57.5 (1)° (molecule B). In cyclohexene ring, the C2=C3 distance of 1.361 (3) Å (molecule A) and 1.370 (3) Å (molecule B) confirms the localization of a double bond at this position. This double bond imposes a sofa conformation on cyclohexene ring, with asymmetry parameters: ΔCs (C2A-C5A) (molecule A) = 6.11; ΔCs (C2B-C5B) (molecule B) = 3.30.
In the crystal, adjacent molecules are interconnected through N-H···O hydrogen bonds (Table 1) . The crystal structure is further stabilized by C-H···π hydrogen bonding (Table 1 , Cg1 and Cg2 represent the centre of gravity of benzene ring C9-C14 in molecules A and B, respectively).
Experimental
Dimedone (1 x 10-3 mol) and 4-chloroaniline (1 x 10-3 mol) were taken in dry methanol (50 ml). To this mixture were added triethyl ammonium trifluoromethanesulfonate (30 mol %) and triethylamine (1 mol. equiv.). The reaction was refluxed on water bath. The reaction was monitored by thin layer chromatography, using methylene chloride -ethyl acetate (19: 1v/v) as solvent system. On completion of reaction (6 h) the contents of the flask were triturated with water and extracted with ethyl acetate. The organic layer was washed successively with brine (2 x 25 ml) and water (4 x 30 ml) dried on anhydrous sodium sulfate and filtered. The solvent was removed under reduced pressure. The residue was crystallized from chloroformmethanol(1: 25 v/v) to give compound 1, in 95% yield. For XRD studies, title compound supplementary materials sup-2 Acta Cryst. (2012). E68, o1063 was further purified by column chromatography on silica gel and crystallized again from chloroform-methanol. Single crystals were prepared by slow evaporation of its solution in chloroform. The structure of the compound was ascertained by spectral methods (MS, IR,1H-NMR, 13 C NMR, DEPT 135°). IR (KBr):νmaxcm-1 3451, 3250, 2922, 1635, 1597, 1565, 1493, 1369, 1242, 1171, 1088, 1015, 1000, 924 29, 28.2, 43.2, 50.2, 98.5, 124.9, 125.8, 128.7, 129.6, 130.6, 136.9, 160.7, 198.3 (52), 231 (75), 94 (76), 81 (73).
Refinement
H1A attached to N1A and H1B attached to N1B were located from the difference map and isotropically refined with the restraints N-H = 0.84 (3) Å. The remaining H atoms were positioned geometrically and were treated as riding on their parent C atoms, with C-H distances of 0.93-0.97 Å; and with U iso (H) = 1.2-1.5 U eq (C).
Computing details
Data collection: CrysAlis PRO (Oxford Diffraction, 2010); cell refinement: CrysAlis PRO (Oxford Diffraction, 2010); data reduction: CrysAlis PRO (Oxford Diffraction, 2010); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: PLATON (Spek, 2009) . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1A 0.02376 (10) 0.84221 ( 
